Additional File 2. Spearman's p correlations and significance levels (p-values) calculated between all molecular descriptors and Gls, values®.

Spearman's p MW XlogP HbD HbA PSA |Complexity |logKeq| Lipinski | Glsg
MW Correlation Coefficient 1.000f -0.211 0.361| .969(**)| .864(**) 983(**)| -0.177|-747(**)| .635(**)
Sig. (1-tailed) . 0.225 0.093 0.000 0.000 0.000| 0.264 0.001| 0.006
N 15 15 15 15 15 15 15 15 15
XlogP Correlation Coefficient| -0.211 1.000(-.883(**)| -0.308| -.452(*) -0.131| -0.388| .502(*)[ -0.042
Sig. (1-tailed) 0.225 . 0.000 0.132 0.045 0.321| 0.077 0.028| 0.441
N 15 15 15 15 15 15 15 15 15
HbD Correlation Coefficient 0.361[-.883(**) 1.000| .475(*%)| .573(*) 0.281| 0.252]-.624(**)| 0.057
Sig. (1-tailed) 0.093 0.000 . 0.037 0.013 0.155| 0.183 0.006( 0.420
N 15 15 15 15 15 15 15 15 15
HbA Correlation Coefficient| .969(**)| -0.308| .475(*) 1.000{ .911(**) 950(**)| -0.244|-.837(**)|.618(**)
Sig. (1-tailed) 0.000 0.132 0.037 . 0.000 0.000| 0.191 0.000| 0.007
N 15 15 15 15 15 15 15 15 15
PSA Correlation Coefficient| .864(**)| -.452(*)| .573(*)| .911(**) 1.000 875(%*)| -0.211|-.857(**)| .486(*)
Sig. (1-tailed) 0.000 0.045 0.013 0.000 . 0.000| 0.225 0.000| 0.033
N 15 15 15 15 15 15 15 15 15
Complexity Correlation Coefficient| .983(**)| -0.131 0.281 .950(**)| .875(**) 1.000| -0.252|-.735(**)|.632(**)
Sig. (1-tailed) 0.000 0.321 0.155 0.000 0.000 .| 0.182 0.001| 0.006
N 15 15 15 15 15 15 15 15 15
logKeq Correlation Coefficient| -0.177| -0.388 0252 -0.244] -0.211 -0.252| 1.000 0.114| -0.256
Sig. (1-tailed) 0.264 0.077 0.183 0.191 0.225 0.182 . 0.343( 0.179
N 15 15 15 15 15 15 15 15 15
Lipinski Correlation Coefficient|-.747(**)| .502(*)|-.624(**)|-.837(**)|-.857(**)| -.735(**)| 0.114 1.000 -0.429
Sig. (1-tailed) 0.001 0.028 0.006 0.000 0.000 0.001| 0.343 .| 0.055
N 15 15 15 15 15 15 15 15 15
Glso Correlation Coefficient| .635(**) -0.042 0.057| .618(**)| .486(*) 632(**)[ -0.256| -0.429| 1.000
Sig. (1-tailed) 0.006 0.441 0.420 0.007 0.033 0.006| 0.179 0.055 .
N 15 15 15 15 15 15 15 15 15

a. Correlations were significant at the *p <0.05 or **p <0.01 levels.



